the title compound 2 (dimensions 0.10  0.15  0.35 mm) has been selected and mounted on a glass fiber for the X-ray diffraction measurements. The automatic data collection was performed by the COLLECT 1a software, cell determination and refinement by DIRAX 1b and data reduction by EVAL 1a . Absorption effects were corrected by SADABS 1c via a semi-empirical approach. The crystal structure was solved by SIR2011, the updated version of the package SIR2008 1d and refined by SHELXL-2013. 1e Additional software:
WinGX, 1f for preparing the material for publication, ORTEP-3 2 for molecular graphics. Table S2 for additional crystallographic information). 4.14%, 9.03% Highest peak, Deepest hole /e Å -3 0.558, -0.618 Density/g cm -3 1.895 ‡ No substantial differences in terms of bond lengths and bond angles were detected by measuring crystal parameters at the two indicated temperatures.
Computational details
Model systems for the computational studies were created from the crystal structure of 2.
Single-point energy calculations to quantify interaction energies were done using M06/LACVP+(d,p) 3 as implemented in Jaguar 8. 4. 4 Non-covalent interaction analysis 5 and bond path analysis 6 were performed employing the implementations within Jaguar.
The bond path analysis determines the topology of the calculated electron density and categorizes critical points. A (3,-1) bond critical point (BCP) indicates accumulation of electron density and hence a bond, and the line of maximum charge density between the bonded atoms determines the bond path. 6 
Structural analysis
In the crystal structure of compound 2, the two aromatic rings are found to be stabilised by side-on dispersive CH··· interactions as visualized by the interaction surface, the two BCP spheres and bond paths (Fig. 4) . The distances between the -system and CH hydrogens are shown in Fig. S1 . As can be seen, the CH···distances are approximately 3.0 Å to the edge, and the distance to the aromatic ring centre is 3.3-3.5 Å, which are in the typical range for these type of interactions. 7 The detected halogen bond between the fluorines is found to be rather weak (3.1 Å), and the overall molecular constraints due to other interactions does not allow the B-F-F angle to become larger than 123-142° which is in between the classical type I (angle ~180°) and type II (angle ~90°) halogen bonds discussed in the literature. 8 Water interaction with an aromatic ring is a phenomena well discussed in the literature. 9 Here, we find the OH··· distance to be 2.5 Å (the O··· distance is 3.3 Å), which indicates a rather strong bond (ca. -8 kcal mol -1 ). This is an effect of the water-potassium coordination, making the O-H bond more polarized and with more positive charge on the hydrogen than in a non-coordinated water molecule. Atom type X denotes a dummy atom to indicate a specific position.
To characterize the interactions between the aromatic hydrogens and potassium we have been using From the analysis it is observed that electron delocalisation from the two aromatic C-H bonds to the potassium cations occur, indicating agostic interactions. 11 The perturbation interaction analysis within NBO estimates this to 0.45 kcal mol -1 for the K···H8C interaction, and 0.33 kcal mol -1 for the K···H5C interaction. 10b The distances between the potassium cations and the aromatic CH hydrogens, forming agostic interactions, are displayed in Fig. S2 , together with the corresponding K-C distances and C-H-K angles. The BCPs and bond paths for these interactions are seen in Fig. 4 . The presence of K···HC interactions have been discussed before in the literature. 11a In Table S4 , we report on the characteristics of the different BCPs where we have used the fact that a negative sign of the second eigenvalue ( 2 ) of the Laplacian ( 2  indicates an attractive stabilizing interaction. 5 This is multiplied by the electron density (), which is related to the interaction strength. 
